. Numbering for the DNA base in 1SNH. (a) The double strand DNA has 20 bases of which residue 5 and 6 are combined as CPD. Therefore whole number of residues in the current system is 19. A chain has 9 residues (b) and B chain has 10 residues (c).
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Biophysics and Physicobiology Vol. 13 Supplementary Figure S2 . Flowchart of the PaCS-MD. MD simulations are preliminary starting from a given initial structure. Then snapshots generated by the short-time MD simulations are ranked by scores. In this study, the scores are defined as Inner Product (IP) with respect to a given target structure. In order to reproduce structural transitions to the target structure, snapshots with high IP values are selected and (N) short-time MD simulations are independently restarting from them. After that, generated snapshots are re-ranked by IP values with respect to the target structure. If the IP values are sufficiently high, the PaCS-MD is terminated. Otherwise, the above cycle is repeated to satisfy a threshold. 
